Theoretical study of structural changes caused by applying mechanical strain on peptide L24.
The influence of the mechanical strain on the artificial protein L(24) (acetyl-K(2)-L(24)-K(2)-amide) has been studied at the molecular mechanics (MM) level of theory. The effect of the surrounding environment (DPPC molecules) has been observed during the stretching or compressing of the L(24). The calculations gave the view on the structural changes occurring during these processes. All calculations were done using the GROMACS code with the ffgmx forcefield enhanced with lipid-protein interaction potentials.